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TABLE S1 | Performance of ClusPro on Docking Benchmark 4.0'

Enzyme-Inhibitor pairs

Easy (40/41)° Medium (3/6)° Difficult (1/5)°
No.<10 A’ Min. IRMSD® No.<10 A Min.IRMSD No.<10 A  Min. IRMSD
172.3 2.94 425 8.21 19.0 15.9

Other type complexes

Easy (28/59)° Medium (10/22)° Difficult (6/18)°
No.<10 A Min.IRMSD No.<10A Min.IRMSD No.<10A  Min. IRMSD
78.8 7.54 59.9 7.09 49.8 10.48

Antibody-antigen pairs (unbound structure of antigen)

Unbound antibody (7/11)> Bound antibody (10/11)® Unbound Ab + mask (8/11)?

No.<10 A Min.IRMSD No.<10A Min.IRMSD No.<10A Min. IRMSD
66.5 5.0 88.5 1.55 84.0 3.53

2 Number of complexes that have clusters with < 10 A IRMSD / Total number of
complexes in the given category of the benchmark

® Average number of near-native docked structures with < 10 A IRMSD among the 1000
lowest energy structures

¢ Average value of the lowest IRMSD
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